Key indicators: single-crystal X-ray study; T = 120 K; mean (C-C) = 0.002 Å; R factor = 0.035; wR factor = 0.094; data-to-parameter ratio = 14.2. organic compounds o108 Babjaková et al.
The conformation of the title compound, C 27 H 34 O, is stabilized by a weak intramolecular C-HÁ Á Á interaction. The dihedral angle between the benzene rings is 54.79 (4) . The adamantane cage consists of three fused cyclohexane rings in classical chair conformations, with C-C-C angles in the range 107.75 (10)-111. 35 (9) . Although the molecule contains a hydroxy group as a conceivable hydrogen-bond donor, this group is sterically hindered by bulky substituents and no hydrogen bonds are observed in the crystal structure.
Related literature
For the preparation of the title compound, see: Vícha et al. (2006) . For other examples of sterically shielded carbinols, see: Babjaková et al. (2010) ; . For the structure of a related molecule which does form a hydrogenbonded dimer in the solid state, see: Vaissermann & Lomas (1997 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 is the centroid of the C31-C36 ring.
Data collection: CrysAlis PRO (Agilent, 2011); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 2012) and Mercury (Macrae et al., 2008) ; software used to prepare material for publication: SHELXL97. Part of the crystal structure of the title compound showing the intramolecular C-H···π interactions. H-atoms have been omitted for clarity (except for those participating in H-bonds). Symmetry code: (i) -x + 1, -y + 1, -z + 1. 
2-(Adamantan-1-yl)-1,3-bis(4-methylphenyl)propan-2-ol
R int = 0.010 θ max = 25.0°, θ min = 3.2°h = −7→7 k = −15→15 l = −10→15
Refinement
Refinement on F 2 Least-squares matrix: full R[F 2 > 2σ(F 2 )] = 0.035 wR(F 2 ) = 0.094 S = 1.07 3675 reflections 258 parameters 0 restraints H atoms treated by a mixture of independent and constrained refinement
Special details
Experimental. Spectral properties of title compound: 1 H NMR (500 MHz; CDCl 3 ): δ 1.36 (bs, 1H); 1.71 (m, 6H); 1.82(m, 6H); 2.06 (m, 3H); 2.32(s, 6H); 2.68(d, 2H); 3.02(d, 2H); 6.87(d, 4H); 7.01(d, 4H) p.p.m.. 13 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O2 0.52442 (14) 0.31340 (7) 0.53822 (7) 0.0244 (2) O2 0.0262 (5) 0.0263 (5) 0.0211 (5) −0.0112 (4) 0.0051 (4) −0.0072 (4) C1 0.0260 (7) 0.0196 (6) 0.0224 (7) −0.0041 (5) −0.0023 (5) −0.0058 (5) C2 0.0207 (6) 0.0182 (6) 0.0213 (6) −0.0051 (5) 0.0002 (5) −0.0047 (5) C3 0.0308 (7) 0.0203 (6) 0.0199 (6) −0.0006 (5) −0.0008 (5) −0.0047 (5) C11 0.0252 (7) 0.0168 (6) 0.0235 (7) −0.0021 (5) −0.0040 (5) −0.0077 (5) C12 0.0266 (7) 0.0263 (7) 0.0240 (7) 0.0019 (6) −0.0073 (6) −0.0091 (6) C13 0.0350 (8) 0.0279 (7) 0.0191 (7) −0.0023 (6) −0.0027 (6) −0.0070 (5) C14 0.0268 (7) 0.0222 (7) 0.0273 (7) −0.0042 (5) −0.0011 (5) −0.0130 (5) C15 0.0260 (7) 0.0252 (7) 0.0297 (7) 0.0046 (6) −0.0074 (6) −0.0107 (6) C16 0.0342 (8) 0.0233 (7) 0.0200 (7) 0.0026 (6 0.0235 (7) 0.0220 (7) 0.0202 (6) −0.0049 (5) −0.0021 (5) −0.0058 (5) C23 0.0227 (7) 0.0290 (7) 0.0207 (7) −0.0072 (5) −0.0041 (5) −0.0021 (5) C24 0.0191 (7) 0.0215 (6) 0.0247 (7) −0.0007 (5) −0.0039 (5) −0.0012 (5) C25 0.0249 (7) 0.0208 (7) 0.0228 (7) −0.0056 (5) −0.0001 (5) −0.0009 (5) C26 0.0177 (6) 0.0227 (7) 0.0246 (7) −0.0074 (5) 0.0006 (5) −0.0029 (5) C27 0.0216 (7) 0.0261 (7) 0.0195 (6) −0.0038 (5) 0.0018 (5) −0.0031 (5) C28 0.0172 (6) 0.0206 (6) 0.0243 (7) −0.0037 (5) 0.0001 (5) −0.0033 (5) C29 0.0189 (6) 0.0203 (6) 0.0238 (7) −0.0041 (5) −0.0031 (5) −0.0051 (5) C31 0.0274 (7) 0.0162 (6) 0.0222 (7) 0.0011 (5) −0.0032 (5) −0.0061 (5) C32 0.0227 (7) 0.0196 (6) 0.0279 (7) −0.0007 (5) −0.0015 (5) −0.0044 (5) C33 0.0248 (7) 0.0242 (7) 0.0263 (7) 0.0003 (5) −0.0078 (5) −0.0092 (5) C34 0.0289 (7) 0.0213 (7) 0.0214 (7) 0.0019 (5) −0.0040 (5) −0.0068 (5) C35 0.0314 (8) 0.0229 (7) 0.0252 (7) −0.0074 (6) −0.0030 (6) −0.0029 (5) C36 0.0357 (8) 0.0211 (7) 0.0245 (7 
